LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX090321\
Data File : VX024111.D

Acqg On : @03 Sep 2021 18:37
Operator : JC/MD

Sample : M3646-13

Misc : 5.0mL/MSVOA_X/WATER

ALS Vvial : 23  Sample Multiplier: 1

Integration Parameters: RTEINT.P
Integrator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs : © Peak Location: TOP

If leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method : Z:\voasrv\HPCHEM1\MSVOA X\Method\82X081721W.M

Title : SW846 8260

Signal : TIC: VX@24111.D\data.ms

peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 1.148 7 10 17 rVB2 7961 10982 1.38% 0.139%
2 1.362 42 45 51 rVB2 7223 8563 1.07% 0.108%
3  1.453 56 60 67 rBv 43437 50623 6.35% 0.641%
4 2.300 194 199 206 rVB 5314 9063 1.14% 0.115%
5 2.386 206 213 227 rVB 108136 178067 22.32%  2.255%
6 2.550 230 240 249 rBV 22341 41277 5.17% 0.523%
7 2.648 251 256 262 rVB 5005 8919 1.12% 0.113%
8 2.971 299 309 319 rVB4 8289 22248 2.79% 0.282%
9 4.580 561 573 584 rBv3 13418 42684 5.35% 0.541%
106 5.397 693 707 723 rBV 92602 270793 33.94%  3.430%
11 5.562 723 734 749 rVW 147600 413858 51.88% 5.241%
12 5.964 789 800 809 rBvV 104330 273837 34.33% 3.468%
13 6.056 809 815 822 rVB2 18090 47705 5.98% 0.604%
14 6.208 832 840 847 rBv4 3147 8608 1.08% 0.109%
15 6.769 922 932 942 rBV 231707 548147 68.71% 6.942%
16 7.470 1041 1047 1055 rVB2 4531 9904 1.24% 0.125%
17 7.909 1112 1119 1125 rVB2 12151 24101 3.02% 0.305%
18 8.580 1221 1229 1234 rVV2 5754 11420 1.43% 0.145%
19 8.653 1234 1241 1248 rVV 516156 797765 100.00% 10.104%
20 8.720 1248 1252 1263 rVB 40381 66222 8.30% 0.839%
21  9.433 1362 1369 1378 rVB7 5055 10935 1.37% 0.138%
22 10.055 1462 1471 1475 rBV 502163 685836 85.97% 8.686%
23 10.092 1475 1477 1489 rVB 49759 66972 8.39% 0.848%
24 10.195 1489 1494 1500 rBV 20740 29625 3.71% 0.375%
25 10.305 1507 1512 1518 rVB 47071 61874 7.76% 0.784%
26 10.390 1518 1526 1529 rBV2 6697 11016 1.38% 0.140%
27 10.646 1563 1568 1573 rBV2 40993 59212 7.42% 0.750%
28 11.018 1625 1629 1634 rVB3 5865 9823 1.23% 0.124%
29 11.085 1634 1640 1651 rBV 455182 569891 71.44% 7.218%
30 11.177 1651 1655 1660 rVB4 4939 9608 1.20% 0.122%
31 11.384 1684 1689 1695 rBV 19149 33146 4.15% 0.420%
32 11.457 1697 1701 1707 rVB3 9720 13663 1.71% 0.173%
33 11.616 1722 1727 1740 rVB3 34346 62263 7.80% 0.789%
34 11.756 1744 1750 1755 rBV2 44877 61238 7.68% 0.776%
35 11.811 1755 1759 1762 rVvV 28519 34668 4.35% 0.439%
36 11.841 1762 1764 1770 rVV2 11917 17925 2.25% 0.227%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX090321\
Data File : VX024111.D

Acqg On : @03 Sep 2021 18:37
Operator : JC/MD

Sample : M3646-13

Misc : 5.0mL/MSVOA_X/WATER

ALS Vvial : 23  Sample Multiplier: 1

Integration Parameters: RTEINT.P
Integrator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs : © Peak Location: TOP

If leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method : Z:\voasrv\HPCHEM1\MSVOA X\Method\82X081721W.M
Title : SW846 8260
37 11.976 1779 1786 1789 rVV5 12515 24757 3.10% 0.314%
38 12.024 1789 1794 1799 rVV 518988 641364 80.40%  8.123%
39 12.104 1802 1807 1819 rVB2 276425 397066 49.77% 5.029%
40 12.244 1826 1830 1834 rBV2 16679 22219 2.79% 0.281%
41 12.317 1839 1842 1846 rBV3 9577 12785 1.60% 0.162%
42 12.414 1853 1858 1862 rVVv3 21185 30331 3.80% 0.384%
43 12.469 1862 1867 1872 rVB5 8494 15044 1.89% 0.191%
44 12.561 1878 1882 1886 rVB4 31000 44523 5.58% 0.564%
45 12.616 1886 1891 1894 rVB3 9624 13160 1.65% 0.167%
46 12.664 1894 1899 1901 rBv4 7346 11846 1.48% 0.150%
47 12.695 1901 1904 1907 rVV2 12863 16638 2.09% 0.211%
48 12.756 1911 1914 1919 rVv4 13047 24546  3.08% 0.311%
49 12.799 1919 1921 1927 rVB4 9747 10283 1.29% 0.130%
50 12.853 1927 1930 1934 rBV2 11501 14370 1.80% 0.182%
51 12.920 1935 1941 1944 rBV5 7615 14718 1.84% 0.186%
52 12.969 1944 1949 1953 rBvV3 13390 22291 2.79% 0.282%
53 13.012 1953 1956 1960 rVB4 10855 14459 1.81% 0.183%
54 13.067 1960 1965 1972 rBV1e 8553 19682  2.47%  0.249%
55 13.128 1972 1975 1978 rvVv5 8786 13123 1.64% 0.166%
56 13.170 1979 1982 1987 rVB6 12674 17850 2.24% 0.226%
57 13.256 1992 1996 1999 rwv2 32367 41688 5.23% ©0.528%
58 13.292 1999 2002 2007 rVB2 30100 40598 5.09% ©0.514%
59 13.347 2007 2011 2013 rBV 27840 36361 4.56% 0.461%
60 13.372 2013 2015 2018 rVV 25536 23993 3.01% 0.304%
61 13.426 2018 2024 2029 rVB2 56985 86158 10.80% 1.091%
62 13.512 2033 2038 2047 rBV 197838 262971 32.96% 3.330%
63 13.591 2047 2051 2058 rVB8 12997 28766 3.61% 0.364%
64 13.664 2058 2063 2067 rBv4 10807 17888 2.24% 0.227%
65 13.731 2070 2074 2078 rBvV2 30813 48402 6.07% 0.613%
66 13.780 2078 2082 2088 rVB 59700 89606 11.23% 1.135%
67 13.853 2090 2094 2097 rBV5 10351 17279 2.17% 0.219%
68 13.884 2097 2099 2103 rVV4 12432 14655 1.84% 0.186%
69 13.926 2104 2106 2111 rVB4 7056 9581 1.20% 0.121%
70 13.981 2111 2115 2117 rBV4 13142 19347 2.43% 0.245%
71 14.0e6 2117 2119 2122 rVB2 15027 15225 1.91% 0.193%
72 14.079 2127 2131 2133 rBVS5S 9390 12667 1.59% 0.160%
73 14.134 2137 2140 2145 rBV5S 16770 19350 2.43% 0.245%
74 14.231 2150 2156 2159 rBv4 31995 55724 6.99% 0.706%
75 14.262 2159 2161 2167 rVB 19713 20436  2.56% 0.259%
76 14.323 2167 2171 2176 rBV3 24137 33987 4.26% 0.430%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX090321\
Data File : VX024111.D

Acqg On : @03 Sep 2021 18:37
Operator : JC/MD

Sample : M3646-13

Misc : 5.0mL/MSVOA_X/WATER

ALS Vvial : 23  Sample Multiplier: 1

Integration Parameters: RTEINT.P
Integrator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs : © Peak Location: TOP

If leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method : Z:\voasrv\HPCHEM1\MSVOA X\Method\82X081721W.M
Title : SW846 8260
77 14.378 2176 2180 2183 rVB2 11877 13858 1.74% 0.176%
78 14.481 2192 2197 2201 rBV2 31256 47306 5.93% ©.599%
79 14.524 2201 2204 2210 rVB5 7727 11912 1.49% 0.151%
80 14.640 2220 2223 2226 rVB 49225 52736 6.61% 0.668%
81 14.676 2226 2229 2233 rVB3 19481 25104 3.15% ©.318%
82 14.725 2233 2237 2240 rBV5 10897 18327 2.30% 0.232%
83 14.780 2240 2246 2250 rBV2 56770 90903 11.39% 1.151%
84 14.853 2255 2258 2260 rVB4 9799 10443 1.31% 0.132%
85 14.908 2264 2267 2272 rVB7 8585 13329 1.67% ©.169%
86 15.048 2287 2290 2294 rVB6 6920 11421 1.43% 0.145%
87 15.188 2308 2313 2315 rBV 25944 40979 5.14% ©.519%
88 15.377 2340 2344 2347 rBV2 22463 32801 4.11% 0.415%
89 15.408 2347 2349 2353 rVvVv3 12296 15523 1.95% 0.197%
90 15.481 2356 2361 2369 rVV3 40744 80907 10.14% 1.025%
91 15.566 2370 2375 2379 rVwV 60110 99550 12.48% 1.261%
92 15.615 2379 2383 2386 rVV 66075 101542 12.73% 1.286%
93 15.652 2386 2389 2397 rVB2 45042 73332 9.19% 0.929%
94 15.737 2399 2403 2408 rBV7 8161 17754 2.23% ©.225%
95 15.847 2413 2421 2433 rVB2 27063 83259 10.44% 1.054%
96 15.987 2438 2444 2450 rBV3 26119 59907 7.51% 0.759%
97 16.097 2457 2462 2470 rBV2 41834 76172 9.55% ©.965%
98 16.554 2535 2537 2540 rBV3 6728 9058 1.14% 0.115%
99 16.603 2543 2545 2549 rVvV3 17995 23316 2.92% 0.295%
100 16.658 2550 2554 2560 rVB2 15426 28192 3.53% ©.357%
Sum of corrected areas: 7895849
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Data Path :

Data File : VX024111.D

Acqg On : 03 Sep 2021 18:37
Operator JC/MD

Sample : M3646-13

Misc : 5.0mL/MSVOA_X/WATER

ALS Vvial : 23  Sample Multiplier:
Quant Method

Quant Title : SW846 8260

TIC Library
TIC Integration Parameters:

: C:\Database\NIST20.
LSCINT.
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LSC Report - Integrated Chromatogram
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX090321\
Data File : VX024111.D

Acqg On : 03 Sep 2021 18:37

Operator JC/MD

Sample : M3646-13

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 23  Sample Multiplier: 1

Quant Method
Quant Title

: Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X081721W.M
. SW846 8260

TIC Library
TIC Integration Parameters:

: C:\Database\NIST20.L
LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 1 unknownl.453 Concentration Rank 10

R.T. EstConc Area Relative to ISTD R.T.
1.453 6.12 ug/l 50623  Pentafluorobenzene 5.562
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Acetaldehyde 44 C2H40 000075-07-0 9
2 Propane 44 C3H8 000074-98-6 5
3 Ethylene oxide 44 C2H40 000075-21-8 5
4 Acetic acid, [(aminocarbonyl)ami... 132 C3H4N204 000585-05-7 4
5 Acetic acid, 2-(methylaminoethyl... 117 C5H11NO2 026921-43-7 4

Abundance  Scan 60 (1.453 min): VX024111.D\data.ms (-56) (-) 44.00 100.00%
44.0
G T
1.20 1.40 1.60 1.80
et e o 2 - m/z 43.00 56.39%
miz--> 10 20 30 50 60 70 80 90
Abundance #80: Acetaldehyde
29.0 240
5000 L LA L B B L B B
15.0 1.20 1.40 1.60 1.80
m/z 42.00 18.79%
\\\’\‘\1\‘\\‘1‘}‘\\\\“!\‘\\‘\\\\‘\\\\‘\\\\’\\\\‘
miz--> 10 20 30 50 60 90
Abundance #88: Propane
29.0 ﬂ
B e
1.20 1.40 1.60 1.80
5000 m/z 41.00 8.00%
44.0
o | 1]
\\\,\m\‘\\ki\\Hl‘\\\‘H\\‘\H\‘\\H,\\\\
miz--> 10 20 30 60 90
Abundance #84.EmybneOXMe ‘_4“,“‘W““‘ﬂj&
29.0 1.20 1.40 1.60 1.80
44.0 m/z 45.10  2.40%
15.0
5000
et e e ey
m/z--> 10 20 30 40 50 60 70 80 90 1.20 1.40 1.60 1.80
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX090321\
Data File : VX024111.D

Acqg On : 03 Sep 2021 18:37
Operator : JC/MD

Sample : M3646-13

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 23  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X081721W.M
Quant Title : SW846 8260

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 2 Eucalyptol Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
12.104 30.95 ug/l 397066 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Eucalyptol 154 C10H180 000470-82-6 99
2 Trifluoroacetyl-.alpha.-terpineol 250 C12H17F302 1000058-17-6 35
3 2-Cyclohexen-1-0l, 1-methyl-4-(1... 154 C1@H180 029803-82-5 27
4 2-Isopropyl-5-methylhex-2-enal 154 C10H180 035158-25-9 22
5 2-Acetylcyclopentanone 126 C7H1002 001670-46-8 16
Abundance Scan 1807 (12.104 min): VX024111.D\data.ms (-1802) (- m/z 43.00 100.00%
81.1
5000 108.1
154.2
*Y—Y—'—Y—Y—Y—Y—'—Y
ﬁ 125.1 ‘ ‘ 12.00 12.50
e “J““‘ S ATl b m/z 81.10  58.50%
miz--> 20 40 80 100 120 140 160
Abundance #30918.EucaWpKﬂ
43.0
81.0
108.0
5000 e —
154.0 12.00 12.50
m/z 71.10 44.50%
125.0
\]-\5\.0‘\‘\‘\\‘\\\‘H#J\H “ \‘\‘H \\\“\M\\\‘\\\\‘\
m/z--> 20 40 100 120 140 160
Abundance #135218: Tnﬂuoroacetyl—.alpha.—terpineol
43.0
69.0 12.00 12.50
m/z 108.10  41.30%
5000 108.0 154.0 /
ol L Jee [ o |
miz--> 20 40 80 100 120 140 160
Abundance #31266: 2—Cyc|ohexen—1—o|, 1-methyl-4-(1-methylethyl)-, ¢ —pd ——
43.0 12.00 12.50
m/z 84.10 40.71%
5000 93.0
139.0
69.0 121.0
26.0 ” P o
m/z--> 20 40 100 120 140 160 12.00 12.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX090321\
Data File : VX024111.D

Acqg On : 03 Sep 2021 18:37
Operator : JC/MD

Sample : M3646-13

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 23  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X081721W.M
Quant Title : SW846 8260

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 3 Benzene, 1-butynyl- Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
13.427 6.72 ug/l 86158 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1-butynyl- 130 C10H1e 000622-76-4 95
2 Benzene,1l-methyl-1,2-propadienyl- 130 C1oH1e 022433-39-2 93
3 1H-Indene, 1-methyl- 130 C10H10 000767-59-9 91
4 2a,4a,6a,6b-Tetrahydrocyclopenta... 130 C1l0OH10 006053-74-3 90
5 Naphthalene, 1,2-dihydro- 130 C10H10 000447-53-0 90

Abundance Scan 2024 (13.426 min): VX024111.D\data.ms (-2018) (. m/z 130.00 100.00%

130.0
5000
104.1
.

51.0

‘ m 77.0 ‘ ‘ 1539 13.50
L B \“‘ a \‘\”‘1‘, ‘\‘\H}“‘WWH\ \““‘\‘\ \”!H‘\‘\‘\ T \.‘ m/Z 129.05 89.79%
miz--> 20 40 60 80 100 120 140
Abundance #15027: Benzene, 1-butynyl-
115.0
5000 LN
13.50

m/z 115.10  87.97%

63.0 89.0
\1\5\.0‘\ T \3\9“-0\ \“i T "M\‘\ \H}“‘ \‘\‘\ T “‘\ T \”! T \]‘j\ ‘\2\0‘ T T
miz--> 20 40 60 80 100 120 140
Abundance #15050: Benzene,1-methyl-1,2-propadienyl-
115.0
T 1

13.50
5000 ITI/Z 128.00 39.82%
51.0
270 77.0
GOV Y0 Y S
m/z--> 20 40 60 80 100 120 140
Abundance #15031: 1H-Indene, 1-methyl-
130.0 13.50
m/z 104.10 26.95%
5000
51.0 770
. 102.0
""%?q‘ﬁ"m‘pw‘HW“N“H“‘E‘MLL“““ Aty aflaaf lopsp L1yt
m/z--> 20 40 60 80 100 120 140 13.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX090321\
Data File : VX024111.D

Acqg On : 03 Sep 2021 18:37

Operator JC/MD

Sample : M3646-13

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 23  Sample Multiplier: 1

Quant Method
Quant Title

: Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X081721W.M
. SW846 8260

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 4 Camphor Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
13.512 20.50 ug/l 262971 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Camphor 152 C10H160 000076-22-2 98
2 (+)-2-Bornanone 152 C10H160 000464-49-3 98
3 Bicyclo[2.2.1]heptan-2-one, 1,7,... 152 C10H160 000464-48-2 98
4 2-Butanone, 4-(5-methyl-2-furanyl)- 152 C9H1202 013679-56-6 49
5 Tricyclo[2.2.1.0(2,6)]heptan-3-0... 152 C10H160 062560-53-6 49

Abundance Scan 2038 (13.512 min): VX024111.D\data.ms (-2033) (-

5000

m/z-->
Abundance

5000

m/z-->
Abundance

5000

m/z-->
Abundance

5000

m/z-->

m/z 95.05 100.00%

95.0
41.0
69.0
152.1
T \
13.50
129.0 ‘
. m/z 81.10  70.65%
20 60 80 100 120 140
#29050: Camphor
41.0 95.0
T \
‘ 152.0 m/z 41.85 54.05%
T ‘ \‘\‘\ \‘i“\ \‘\“i ‘ \‘M‘\ \‘ } \‘\“1“ T 121.0 T \“ T !‘\ ‘
20 40 60 80 100 120 140
#29115: (+)-2-Bornanone
93.0
T \
13.50
m/z 108.10 36.97%
41.0
69.0 152.0
o Lol llame |
20 40 60 80 100 120 140
#29373: Bicyclo[2.2.1]heptan-2-one, 1,7,7-trimethyl-, (1S] M = ]
95.0 13.50
m/z 69.05 35.75%
41.0
69.0
152.0
0 L L Ll L | s
20 40 60 80 100 120 140 13.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX090321\
Data File : VX024111.D

Acqg On : 03 Sep 2021 18:37
Operator : JC/MD

Sample : M3646-13

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 23  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X081721W.M
Quant Title : SW846 8260

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 5 Azulene Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
13.780 6.99 ug/l 89606 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene 128 C10H8 000091-20-3 94
2 Azulene 128 C10H8 000275-51-4 90
3 4a,8a-(Methaniminomethano)naphth... 275 C18H13NO2 069915-10-2 72
4 1H-Indene, 1-methylene- 128 C10H8 002471-84-3 47
5 N-Methyl-9-aza-tricyclo[6.2.2.0(... 185 C12H11NO 013131-19-6 45
Abundance Scan 2082 (13.780 min): VX024111.D\data.ms (-2078) (- m/z 128.00 100.00%
128.0
5000
iy “Jﬁ“VA
63.0 930 13.50 14.00
Ol s e m/z 127.10 13.57%
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #13686: Naphthalene
128.0
5000 Ay ‘M\ i ””}W\/m/\
13.50 14.00
m/z 129.00 9.95%
51.0
‘HH‘H“H’WHH}M‘\\-9"‘\\\\‘\‘HH‘HH’HH‘HH’HH‘HH‘HH’HH‘\
m/z--> 20 40 60 80 100120140160180 200220240260
Abundance #13680: Azulene
128.0
= ey
13.50 14.00
5000 m/z 102.05 8.44%
51.0
N
miz--> 20 40 60 80 100120140 160180 200 220 240 260 /\ W
Abundance #167407: 4a,8a-(Methaniminomethano)naphthalene-9,11 | M\ /‘R n ey
128.0 13.50 14.00
m/z 126.05 8.07%
5000
51.0 ‘9¥0 Il 156.0 206.0 246.0275.C
[ e T e e e e e
m/z--> 20 40 60 80 100120140160180200220240260 13.50 14.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX090321\
Data File : VX024111.D

Acqg On : 03 Sep 2021 18:37
Operator : JC/MD

Sample : M3646-13

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 23  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X081721W.M
Quant Title : SW846 8260

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 6 Naphthalene, 1-methyl- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
14.780 7.09 ug/l 90903 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 2-methyl- 142 C11H1e0 000P91-57-6 96
2 Naphthalene, 1-methyl- 142 C11H1e 000090-12-0 96
3 1,4-Methanonaphthalene, 1,4-dihy... 142 C11H10 004453-90-1 94
4 Benzocycloheptatriene 142 C11H1e0 000264-09-5 91
5 1H-Indene, 1l-ethylidene- 142 C11H1e0 002471-83-2 91
Abundance Scan 2246 (14.780 min): VX024111.D\data.ms (-2240) (- m/z 142.00 100.00%
142.0
5000 115.1
1450 1500
63.0 891 : :
380, [non ol 1742 2073 281e g o5 92 oay
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #22143: Naphthalene, 2-methyl-
142.0
5000 purees e
115.0 14.50 15.00
m/z 115.10 40.42%
S 290 I
i I a1l L i f
‘HH‘\H\‘\H\‘H\\‘H\1‘HH‘1\H‘\\H’\H\‘\H\‘H\\‘HH‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #22142: Naphthalene, 1-methyl-
142.0
~ —
14.50 15.00
m/z 139.05 13.45%
5000 115.0

27 63.0 89.0 ‘ ‘

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #22153: 1,4-Methanonaphthalene, 1,4-dihydro-
141.0 14.50 15.00

m/z 143.00  11.95%

5000 115.0

63.0
27'0\ 1 \‘\ Il 89\.0 ‘ w A/\/\
AR RN RN RN AR AR

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 14.50 15.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX090321\
Data File : VX024111.D

Acqg On : 03 Sep 2021 18:37
Operator : JC/MD

Sample : M3646-13

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 23  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X081721W.M
Quant Title : SW846 8260

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 7 Naphthalene, 2,6-dimethyl- Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
15.481 6.31 ug/l 80907 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 2,6-dimethyl- 156 C12H12 000581-42-0 97
2 Naphthalene, 1,3-dimethyl- 156 C12H12 000575-41-7 96
3 Naphthalene, 1,6-dimethyl- 156 C12H12 000575-43-9 96
4 Naphthalene, 1,5-dimethyl- 156 C12H12 000571-61-9 96
5 Naphthalene, 2,3-dimethyl- 156 C12H12 000581-40-8 96

Abundance Scan 2361 (15.481 min): VX024111.D\data.ms (-2356) (-  m/z 156.20 100.00%

156.2

5000 J/j\ /\
JL
15.50
m/z 141.05 76.41%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #33132: Naphthalene, 2,6-dimethyl-
156.0
5000 L
15.50
770 115.0 m/z 155.10 39.94%
51.0 ' '
\\\‘2\7‘\.(\]\“\\“\ \“‘H\‘\HH“\‘\‘\\“\\\‘\‘\“!‘\\“‘\\‘w‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #33141: Naphthalene, 1,3-dimethyl-
141.0
P
15.50
5000 ITI/Z 128.05 16.81%
115.0
5.0 6.0 ‘
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #33137: Naphthalene, 1,6-dimethyl- ——
156.0 15.50
m/z 115.05 15.43%
h WWM
77.0 115.0
S R Y 1 .
m/z--> 20 40 60 80 100 120 140 160 180 15.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX090321\
Data File : VX024111.D

Acqg On : 03 Sep 2021 18:37
Operator : JC/MD

Sample : M3646-13

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 23  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X081721W.M
Quant Title : SW846 8260

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 8 Phenol, 2,6-bis(1,1-dimethy... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
15.566 7.76 ug/l 99550 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Phenol, 2,6-bis(1,1-dimethylethyl)- 206 C14H220 000128-39-2 96
2 Phenol, 2,5-bis(1,1-dimethylethyl)- 206 C14H220 005875-45-6 87
3 1-(3,6,6-Trimethyl-1,6,7,7a-tetr... 206 C13H1802 1000194-97-2 83
4 2,4-Di-tert-butylphenol 206 C14H220 000096-76-4 72
5 Phenol, 3,5-bis(1,1-dimethylethyl)- 206 C14H220 001138-52-9 68
Abundance Scan 2375 (15.566 min): VX024111.D\data.ms (-2370) (-  m/z 191.20 100.00%
191.2
5000
57.1 131.0 s ‘
T e
gl bl 2829 0 L 280 s 906,15 20.46%
miz--> 50 100 150 200 250
Abundance #82764: Phenol, 2,6-bis(1,1-dimethylethyl)-
191.0
5000 et sopdets
15.50
57.0 131.0 m/z 131.00 19.37%
o |
\2\7\'0‘\‘ “1‘\”‘\ ‘\‘ ‘M\“H\ h\” \”‘6#7.\0‘\ \‘ T b L
miz--> 50 100 150 200 250
Abundance #82759: Phenol, 2,5-bis(1,1-dimethylethyl)-
191.0
T \
15.50
5000 m/z 57.10 18.68%
57.0
| ‘ \91\'0\ 28\'\0 16\ '0\ ‘ ‘
T PN T N |
e —
miz--> 50 100 150 200 250
Abundance #82683: 1-(3,6,6-Trimethyl-1,6,7,7a-tetrahydrocyclopenta —— ‘
191.0 15.50
m/z 192.20 16.55%
5000{ 430 149.0
91.0 ‘
b L 200 L s g e
m/z--> 50 100 150 200 250 15.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX090321\
Data File : VX024111.D

Acqg On : 03 Sep 2021 18:37
Operator : JC/MD

Sample : M3646-13

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 23  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X081721W.M
Quant Title : SW846 8260

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 9 Naphthalene, 2,3-dimethyl- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
15.615 7.92 ug/l 101542 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 2,3-dimethyl- 156 C12H12 000581-40-8 98
2 Naphthalene, 1,6-dimethyl- 156 C12H12 000575-43-9 97
3 Naphthalene, 2,7-dimethyl- 156 C12H12 000582-16-1 96
4 Naphthalene, 1,7-dimethyl- 156 C12H12 000575-37-1 96
5 Naphthalene, 1,3-dimethyl- 156 C12H12 000575-41-7 96

Abundance Scan 2383 (15.615 min): VX024111.D\data.ms (-2379) (- m/z 156.05 100.00%
1

156
5000 Mj\ A
115.1 A /‘\ :
51.0 76.0 ‘ 15.50 16.00
m‘\\H“‘\N‘H“‘M\”U“H”HH“‘HM‘\“!‘M‘HH‘M“MH??Q\\‘\\\2\2‘1\'\2 m/z 141.05 81.23%
miz--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #33129: Naphthalene, 2,3-dimethyl-
141.0
5000 R =l o
15.50 16.00
115.0 m/z 155.10  30.98%
51.0 760
27.0 510 o
\\\‘\‘\\\“\\“\\““\‘\‘\H\h‘\‘\‘\\“\\\}‘\‘U\\“\\ ‘\\\\‘\\\\‘\\\\‘\\
miz--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #33137: Naphthalene, 1,6-dimethyl-
156.0
TR ot
15.50 16.00
5000 ITI/Z 115.05 19.75%
770 1150
B £ w0 RN Y T | O
miz--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #33147: Naphthalene, 2,7-dimethyl- —— ——
156.0 15.50 16.00
m/z 128.05 14.61%
- WM
77.0 128.0
et 1200 LAl A
m/z--> 20 40 60 80 100 120 140 160 180 200 220 15.50 16.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX090321\
Data File : VX024111.D

Acqg On : 03 Sep 2021 18:37
Operator : JC/MD

Sample : M3646-13

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 23  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X081721W.M
Quant Title : SW846 8260

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 10 Naphthalene, 2,7-dimethyl- Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
15.847 6.49 ug/l 83259 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 2,7-dimethyl- 156 C12H12 000582-16-1 95
2 Naphthalene, 1,3-dimethyl- 156 C12H12 000575-41-7 94
3 Naphthalene, 1,8-dimethyl- 156 C12H12 000569-41-5 93
4 Naphthalene, 2,3-dimethyl- 156 C12H12 000581-40-8 93
5 Naphthalene, 1,5-dimethyl- 156 C12H12 000571-61-9 91

Abundance Scan 2421 (15.847 min): VX024111.D\data.ms (-2413) (- m/z 141.05 100.00%

141.1
5000
115.0 = =
51.0 ‘ 15.50 16.00
S Y T TN W Ay il »M?f‘:%&??ﬁ%@?@ m/z 156.10  97.95%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #33146: Naphthalene, 2,7-dimethyl-
156.0 ﬁAJ\
5000 - //\ /‘\

15.50 16.00
m/z 155.15 33.55%

77.0
‘\\\\‘\S\JTV-\O“}\‘\H“\\\\‘\]\-J\-?.‘O\‘l‘\\"‘\\M‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #33135: Naphthalene, 1,3-dimethyl-
156.0
= rpeitand

15.50 16.00
5000 ITI/Z 115.00 24.03%
76.0 115.0
270 B0 s e bl
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #33155: Naphthalene, 1,8-dimethyl- — —
156.0 15.50 16.00
m/z 153.05 19.15%
5000
115.0
76.0
m/z--> 20 40 60 80 100 120 140 160 180 200 15.50 16.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX090321\
Data File : VX024111.D

Acqg On : @03 Sep 2021 18:37
Operator : JC/MD

Sample : M3646-13

Misc : 5.0mL/MSVOA_X/WATER

ALS Vvial : 23  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X081721W.M
Quant Title : SW846 8260

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

| --Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc|
unknownl.453 1.453 6.1 ug/l 50623 1 5.562 413858 50.0
Eucalyptol 12.104 30.9 wug/l 397066 4 12.024 641364 50.0
Benzene, 1-buty... 13.427 6.7 ug/l 86158 4 12.024 641364 50.0
Camphor 13.512 20.5 ug/l 262971 4 12.024 641364 50.0
Azulene 13.780 7.0 ug/l 89606 4 12.024 641364 50.0
Naphthalene, 1-... 14.780 7.1 ug/l 90903 4 12.024 641364 50.0
Naphthalene, 2,... 15.481 6.3 ug/l 80907 4 12.024 641364 50.0
Phenol, 2,6-bis... 15.566 7.8 ug/l 99550 4 12.024 641364 50.0
Naphthalene, 2,... 15.615 7.9 ug/l 101542 4 12.024 641364 50.0
Naphthalene, 2,... 15.847 6.5 ug/l 83259 4 12.024 641364 50.0
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